Key indicators: single-crystal X-ray study; T = 299 K; mean (C-C) = 0.014 Å; R factor = 0.073; wR factor = 0.212; data-to-parameter ratio = 16.2.
The asymmetric unit of the title compound, C 9 H 8 Br 3 NO, contains two independent molecules. Intramolecular N-HÁ Á ÁBr hydrogen bonds are present in both molecules. In the crystal, molecules are packed into columnar chains by intermolecular N-HÁ Á ÁO hydrogen bonds.
Related literature
For preparation of the title compound, see: Gowda et al. (2003) . For background to our study of the effect of ring and side-chain substituents on the solid state structures of Naromatic amides and for related structures, see: Brown (1966) ; Gowda et al. (2009 Gowda et al. ( , 2010 .
Experimental Crystal data C 9 H 8 Br 3 NO M r = 385.89 Monoclinic, P2 1 =c a = 9.949 (2) Å b = 21.429 (4) Å c = 11.653 (2) Å = 107.69 (1) V = 2366.9 (8) Å 3 Z = 8 Cu K radiation = 12.40 mm À1 T = 299 K 0.55 Â 0.28 Â 0.28 mm
Data collection
Enraf-Nonius CAD-4 diffractometer Absorption correction: scan (North et al., 1968) T min = 0.056, T max = 0.129 5721 measured reflections 4204 independent reflections 3666 reflections with I > 2(I) R int = 0.149 3 standard reflections every 120 min intensity decay: 1.5% Refinement R[F 2 > 2(F 2 )] = 0.073 wR(F 2 ) = 0.212 S = 1.05 4204 reflections 260 parameters 2 restraints H atoms treated by a mixture of independent and constrained refinement Á max = 1.77 e Å À3 Á min = À1.34 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
0.84 (4) 2.53 (9) 3.048 (7) 120 (8) N2-H2NÁ Á ÁO1 i 0.85 (4) 2.23 (7) 2.928 (9) 139 (9) N2-H2NÁ Á ÁBr5 0.85 (4) 2.50 (9) 3.036 (6) 122 (8) Symmetry code: (i) x þ 1; y; z.
Data collection: CAD-4-PC (Enraf-Nonius, 1996); cell refinement: CAD-4-PC; data reduction: REDU4 (Stoe & Cie, 1987); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: PLATON (Spek, 2009); software used to prepare material for publication: SHELXL97.
2,2,2-Tribromo-N-(2-methylphenyl)acetamide B. T. Gowda, S. Foro, P. A. Suchetan and H. Fuess
Comment
As part of a study of the effect of ring and the side chain substituents on the solid state structures of N-aromatic amides (Gowda et al., 2009 (Gowda et al., , 2010 , the structure of 2,2,2-tribromo-N-(2-methylphenyl)acetamide has been determined ( Fig.1) . The asymmetric unit of the structure contains two independent molecules. The conformation of the N-H bond in the structure is anti to the C=O bond in the side chain, similar to that observed in 2,2,2-tribromo-N-(phenyl)acetamide, 2,2,2-tribromo-N-(2-chlorophenyl)acetamide (Gowda et al., 2010) , 2,2,2-tribromo-N-(3-methylphenyl)acetamide (Gowda et al., 2009 ) and other amides (Brown, 1966) . The structure of the title compound shows both intramolecular N-H···Br and intermolecular N-H···O H-bonding. A packing diagram of molecules showing the hydrogen bonds N1-H1N···O2 and N2-H2N···O1 (Table 1 ) involved in the formation of molecular chains is shown in Fig. 2 .
Experimental
The title compound was prepared from o-toluidine, tribromoacetic acid and phosphorylchloride according to the literature method (Gowda et al., 2003) . The purity of the compound was checked by determining its melting point. It was further characterized by recording its infrared spectra. Single crystals of the title compound used for X-ray diffraction studies were obtained by a slow evaporation of its solution in petroleum ether at room temperature.
Refinement
The H atoms of the NH groups were located in a difference map and later restrained to the distance N-H = 0.86 (4) Å. The other H atoms were positioned with idealized geometry using a riding model with C-H = 0.93-0.96 Å. All H atoms were refined with isotropic displacement parameters (set to 1.2 times of the U eq of the parent atom).
The largest residual electron-density features are located in the region of Br5 and Br6. The highest peak is 0.84 Å from Br5 and the deepest hole is 0.82 Å from Br6. 
Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes.
Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq C1 −0.0153 (8) 0.3501 (4) 0.6789 (7) 0.0360 (16) C2 0.0276 (9) 0.3149 (4) 0.7841 (7) 0.0428 (18) (9) 3.048 (7) 120 (8) N2-H2N···O1 i 0.85 (4) 2.23 (7) 2.928 (9) 139 (9) N2-H2N···Br5 0.85 (4) 2.50 (9) 3.036 ( 
